The crystal structure of 8-chloro-7-ethyl-1,3-dimethyl-1H-purine-2,6(3H,7H)-dione, 
, Mercury CSD [7] tions and a list of the atoms including atomic coordinates and displacement parameters.
Source of materials
To a suspension of 8-chlorotheophylline (10 mmol) in DMF (25 mL) was added potassium carbonate (15 mmol) and iodoethane (30 mmol). The resulting mixture was stirred at room temperature for 24 h, diluted with water (50 mL), cooled to 0°C for 2 h. The resulting white solid was collected by filtration, washed with water (2 × 25 mL) and cold ethanol (25 mL), dried in vacuo to give the desired product. 
Experimental details
H atoms were placed in calculated positions and were included in the refinement in the riding model approximation, with U(H) set to 1.2 U eq (C). The H atoms of the methyl groups were allowed to rotate with a fixed angle around the C-C bonds to best fit the experimental electron density with U iso (H) set to 1.5U eq (C). 
Discussion
Chlorotheophylline is a methylxanthine drug and structurally related to caffeine. It is considered for the treatment of vertigo, motion sickness and other pregnancy related disorders. It also suppresses the stimulation of certain nerves in the brain, thereby blocking the histamine receptors. It is also a versatile synthetic intermediate due to the presence of chloro group which can be replaced and leads to the formation of various heterocyclic analogues [8, 9] . The asymmetric unit of the title structure contains one molecule of 8-chloro-7-ethyl-1,3-dimethyl-1H-purine-2,6(3H,7H)-dione with all the bond lengths and angles in expected ranges. The molecule is essentially planar with a RMS deviation of 0.02 Å for all non-hydrogen atoms except the terminal ethyl group carbon atom. The least square plane defined by the ethyl group and its bonded nitrogen atom makes a dihedral angle of 88.8(1)°with the main molecular plane.
The shortest intermolecular interaction is the C7-H7B· · · π ring interaction with the C1, C2, N1, C3, N2 imidazole ring with a hydrogen to centroid distance of 2.8 Å.
